ID Tox21_112012 Plate FDA-plate3 Well P1-1-22 File ....00163127-02.D Inj Date: 2 Feb 10 8:36 pm -0 MF C21H2603 MW 326.2 Expected Conc: 3.00 mM \
*ELSD _ _
Norm, 2 RT Found ELS% UV % ELS[mg/mL] Adj[ELS] [N mM]  Adj[CLN] #N
orm. 3
E 0.47 0.0 0.0 0.65 mM 0.0
0.04 5 2.99 0.0 2.8 0.0
0.033 3.01 0.0 3.1 0.0
0.02 F—— T
*CLND 3.05 Yes 100.0 29.3 2.15 6.6 mM 0.0
Norm. g 3.07 Yes 0.0 39.1 0.0
35 5 T 3.10 Yes 0.0 25.7 0.0
30 i Wwf 3.29 0.0 0.0 0.95 mM 0.0
25 ém.\nMmemM,,\?r‘ A A oA e At b "m“‘”““i“’”‘“”‘wm
N T T T T T T T T T T T T T T T
*UV 220 to 400nm \Comment: passed- - isomers \
Norm. ] 1 g *MS+ 3.001:3.030 min *MS- 3.001:3.030 min
1 - . Max: 888377 . Max: 374862
100 ‘\ ”“ﬁ" Norm. % E Norm.
s | 3 ol | 0
o) W K_,/ 60 60 -
T T T T T = =
+MS 048 o 404
| 20 g 20+
Norm. ] odb .l S 04 \
i T T T T T T
1 500 m/z 500 m/Z
5000000 3 *MS+ 3.030:3.058 min *MS- 3.030:3.058 min
1 s Norm. =2 2 Max: 979947 Norm, - Max: 945486
NS — 805 80
- H - -
Norm. ] O 60 60 ]
b H.C 40 - o o 40 -
| ] — n |
2000000 - 3 20 g 5 20
B 0 ] \.\n.l.... [ O;. . N
B R . X A ” T T T T ‘ :
1000000 oo = . 200 . 500 .
+EIC MSD1 327, EICERZ6.9;327.9 *MS+ 3.060:3.088 min *MS- 3.060:3.088 min
Norm. X Norm. =2 Max: 860750 Norm, - Max: 905240
] 3 s~ |
] M‘ﬂﬁ 8015 80
500000 | H,C CH, il 60 60
z S )\ 20- 40-
0 L — 20 20
-EIC MSD2 3251 £C=329:325.9 o o N .
B O T ‘ T T T T ‘ T T ‘ T ‘ T
Norm. 3 “CH, . 250 500 m/z 500 m/z
1000000 3 *MS+ 3.088:3.250 min *MS- 3.088:3.250 min
g 3 _ :
500000 2 Norm. 42 Max: 1.02602e+006 Norm. - Max: 127595
1 80 80
0] ‘ ‘ A 60 - 60 -
0 1 2 3 min ] o E
40 N 40
2 ] g 9
o ISOMERS 3 B 0
H — bbb 4 T N I B P e AT RV
Pub@hem Two or more isomers detected 0 T ‘ M ‘
500 m/z 500 m/Z
OpAns_Process.MAC Version A.01.06 - July 6, 2010
Page 1of1


http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144205565

	structure: 
	viz: 
	pc: 
	gg: 


